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RESEARCH INTERESTS 

 Atomistic simulations of defect structures in bcc metals.  Computer simulations of 
classical and quantum systems using molecular dynamics and quantum molecular 
dynamics methods. Electronic structures of surface and interface problems. 
Algorithm development on massively parallel processor platforms. 

RESEARCH EXPERIENCES 

• Nonlinear optimization by dynamical simulated annealing. 

• Electron transport in materials using quantum molecular dynamics simulations 

• Electronic properties of device materials, semiconductor superlattices, and 
metal-semiconductor interfaces. 

• Large-scale ab initio calculations of transition metal surfaces, defects and 
dopants in semiconductors. 
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• Structural and thermodynamical properties of point defects in metals and alloys. 

• Atomistic simulations of misfit-defect structures and solute segregation at 
ceramic/metal interfaces, including potential fittings from ab initio  
calculations. 

• Atomistic simulations of dislocation process in bcc transition metals. 

• Algorithm development for large-scale computer simulations on parallel 
architectures. 

• Large-scale computing on massively parallel processor platform 

PROFESSIONAL EXPERIENCES 

 Oct. (1988) - Jan. (1991), Postdoctoral Fellow, Argonne National Laboratory, IL. 

 Feb. (1991) - Jan. (1994), Postdoctoral Staff, Lawrence Livermore National   
 Laboratory,  CA. 

 Feb. (1994) – Present, Physicist, Lawrence Livermore National Laboratory, CA. 

AFFILIATIONS, AWARDS  and COMMITTEES 

• The American Physical Society. 

• The Materials Research Society. 

• Served in a proposal review committee for Institute of Scientific Computing at 
Lawrence Livermore National Laboratory, 1994.  

• Served in an independent peer review panel for research projects funded by 
DOE's Office of  Energy Efficiency and Renewable Energy, 1994. 
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